1-(2,4-Dinitrophenyl)-5-ferrocenyl-3-methyl-1H-pyrazole V. Stalin Elanchezhian, M. Kandaswamy and M. N. Ponnuswamy
In the title compound, [Fe(C 5 H 5 )(C 15 H 11 N 4 O 4 )], the dinitrophenyl and cyclopentadienyl rings make dihedral angles of 53.61 (6) and 23.11 (9) , respectively, with the pyrazole unit. The two cyclopentadienyl rings are in an eclipsed conformation. The crystal structure is stabilized by intermolecular C-HÁ Á ÁO interactions, which link molecules into chains parallel to the b axis.
Related literature
For related literature, see: Beer et al. (1998) ; Erasmus et al. (1996) ; Fabbrizzi & Poggi (1995) ; Gilchrist (1997) ; Basurto et al. (2007) ; Shi et al. (2005) .
Experimental
Crystal data [Fe(C 5 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x; y þ 1; z.
Data collection: APEX2 (Bruker, 2004) ; cell refinement: APEX2; data reduction: SAINT (Bruker, 2004) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97 and PARST (Nardelli, 1995) . Fig. 1 . ORTEP plot of the title molecule with displecement ellipsoids drawn at 20% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Atomic displacement parameters (Å 2 )
0.0503 (8) 0.0398 (7) 0.0421 (7) 0.0131 (6) 0.0009 (6) 0.0189 (6) C2 0.0665 (10) 0.0494 (9) 0.0442 (8) 0.0288 (8) 0.0083 (7) 0.0198 (7) C3 0.0860 (13) 0.0318 (7) 0.0396 (7) 0.0181 (8) −0.0010 (7) 0.0129 (6) 0.0562 (9) 0.0412 (8) 0.0423 (7) 0.0166 (7) 0.0008 (6) 0.0055 (6) C8 0.0620 (10) 0.0333 (7) 0.0458 (8) 0.0162 (7) 0.0000 (7) 0.0094 (6) C9 0.0474 (8) 0.0330 (6) 0.0374 (6) 0.0113 (6) −0.0019 (5) 0.0113 (5) C10 0.0429 (7) 0.0403 (7) 0.0376 (6) 0.0151 (6) −0.0008 (5) 0.0127 (5) C11 0.0639 (10) 0.0451 (8) 0.0408 (7) 0.0264 (7) −0.0015 (7) 0.0108 (6) supplementary materials sup-5 C12 0.0645 (11) 0.0810 (13) 0.0396 (8) 0.0435 (10) 0.0051 (7) 0.0120 (8) C13 0.0450 (9) 0.0962 (16) 0.0514 (9) 0.0185 (9) 0.0093 (7) 0.0315 (10) C14 0.0434 (8) 0.0590 (10) 0.0516 (9) 0.0024 (7) −0.0028 (7) 0.0232 (8) C15 0.0454 (10) 0.0815 (10) 0.0814 (11) 0.0065 (9) −0.0104 (9) 0.0163 (9) 
